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HPLC-HRMS parameters
HPLC-HRMS data for the 57 plant extracts were obtained. The MS data were acquired using Thermo Scientific Exactive™ equipment powered by Orbitrap™ technology coupled to an HPLC (Accela, Thermo Fisher Scientific). The analysis was carried out using C-18 column (ACE®, 150 x 3 mm, 3 µm of particle size) at 30ºC, a flow rate of 0. Mass calibration was performed for each polarity before the analysis bath, and the mass range was extended to cover small metabolites by inclusion of low-mass contaminants with the standard Thermo calmix masses. Lock mass correction was also applied to each analytical run using these ubiquitous low-mass contaminants to enhance calibration stability.
The data were recorded using the Xcalibur 2.1.0 software package (Thermo Fisher Scientific©). The samples were randomly analyzed. In addition, one sample and one blank were analyzed in the beginning, in the middle, s and at the end of the sequences as a control for the reproducibility of ionization and retention times.
Fig. 1S
Artificial neural network models built with data detected in the negative (above) and positive (below) modes. The input data were the peak areas of the biomarkers determined by decision trees and the anti-inflammatory data of the samples selected for training. The output results are the prediction for non-inhibition or dual inhibition of COX-1 and 5-LOX.
